Key indicators: single-crystal X-ray study; T = 98 K; mean (C-C) = 0.001 Å; R factor = 0.022; wR factor = 0.060; data-to-parameter ratio = 22.3. organic compounds o2082 Gainsford and Clinch
The title compound, C 6 H 11 NO 3 S, crystallizes utilizing a threedimensional set of O-HÁ Á ÁO, N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds. The 1,3-oxazolidin-2-one ring adopts an envelope conformation with the C atom bearing the hydroxymethyl group as the flap.
Related literature
For related structures, see Evans et al. (2007) ; Pallavicini et al. (2004) . For the synthesis, see: Clinch et al. (2012) . For a description of the Cambridge Structural Database, see: Allen (2002) ; For conformational analysis, see: Cremer & Pople (1975) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data C 6 H 11 NO 3 S M r = 177.22 Monoclinic, C2 a = 9.7821 (4) Å b = 7.9620 (3) Å c = 11.5472 (4) Å = 109.837 (2) V = 845.99 (6) Å 3 Z = 4 Mo K radiation = 0.34 mm À1 T = 98 K 0.45 Â 0.23 Â 0.07 mm
Data collection
Bruker-Nonius APEXII CCD areadetector diffractometer Absorption correction: multi-scan [Blessing (1995) and SADABS (Sheldrick, 1996) Table 1 Hydrogen-bond geometry (Å , ). (14) 3.2264 (10) 141.6 (11) Symmetry codes: (i) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1; (ii) Àx þ 2; y; Àz þ 1; (iii) x À 1 2 ; y À 1 2 ; z.
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). produced by an unexpected rearrangement and was studied to confirm the structure and the molecular stereochemistry.
The full details of the synthesis of the title compound are presented elsewhere (Clinch et al., 2012) .
The asymmetric unit and labelling is shown in Fig 1. The absolute stereochemistry with C4(R) and C5(S) was determined from the anomalous dispersion, with Hooft y value 0.028 (12). The 1,3-oxazolidin-2-one ring adopts an envelope conformation with flap atom C4 (Cremer & Pople, 1975 , parameters are Q(2) 0.0980 (8) Å and φ 105.2 (5)°) with similar dimensions to the related (Allen, 2002 ; CSD Version 5.33, with February 2012 updates) 5-(p-tolylthiocarbonyl) (Evans et al., 2007) and 4-hydroxymethyl-2-oxazolidine (Pallavicini et al., 2004) structures.
The basic crystal packing can be described (Bernstein et al., 1995) with two C(5) motifs, corresponding to entries 1 and 3 in Table 1 , which provide binding parallel to the bc and ab planes, respectively. The third interaction (entry 2, Table 1) makes an R 2 2 (14) motif in the ac plane utilizing a 2-fold axis ( Figure 2 ). The ability of the hydroxymethyl OH group to act as both donor (through its H atom) and acceptor (to adjacent nitrogen protons) is also observed in most of the related oxazolidinone structures.
Experimental
The preparation of the title compound is given by Clinch et al. (2012) . Crystals were obtained by dissolving the title compound in a minimum volume of ethanol, adding hexanes until just before the turbidity point then setting aside at ambient temperature until crystallization was complete.
Refinement
All H atoms except those on C6 were refined with isotropic thermal parameters. The O3-HO3 bond was constrained to 0.82 Å using DFIX and the three H atoms on the methyl atom C6 were refined with a common isotropic thermal parameter.
Computing details
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT (Bruker, 2005) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009 
Figure 1
Molecular structure of the asymmetric unit of (I) (Farrugia, 1997) with 50% probabilility ellipsoids. supplementary materials sup-3 Acta Cryst. (2012). E68, o2082
Figure 2
Packing diagram of the unit cell showing some key interactions (see text and Table 1 ) (Macrae et al., 2008) . Hydrogen bond interactions are shown as blue dotted lines. Symmetry (i) 3/2 -x, 1/2 + y, 1 -z (ii) 2 -x, y, 1 -z (iii) x -1/2, 1/2 + y, z 
Data collection
Bruker-Nonius APEXII CCD area-detector diffractometer Radiation source: fine-focus sealed tube Graphite monochromator Detector resolution: 8.192 pixels mm -1 phi and ω scans Absorption correction: multi-scan [Blessing (1995) and SADABS (Sheldrick, 1996) ] Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.73433 ( (3) −0.0019 (2) 0.0047 (2) −0.0008 (2) C6 0.0847 (11) 0.0204 (4) 0.0279 (6) 0.0071 (5) 0.0281 (7) 0.0016 (4) Geometric parameters (Å, º) S1-C1 1.8042 (9) C1-H1A 0.914 (15) S1-C6 1.8085 (14) C1-H1B 0.930 (17) O1-C2 1.3507 (9) C3-C4 1.5222 (11) O1-C5 1.4538 (9) C3-H3A 0.909 (14) O2-C2 1.2247 (9) C3-H3B 0.972 (14) O3-C3 1.4201 (11) C4-C5 1.5499 (10) O3-H3O 0.743 (13) C4-H4 0.957 (15) N3-C2 1.3402 (9) C5-H5 0.952 (13) N3-C4 1.4530 (9) C6-H6A 1.06 (2) N3-H3N 0.829 (14) C6-H6B 0.99 (2) C1-C5 1.5172 (11) C6-H6C 0.97 (2) 
